Data collection
Rigaku AFC-7R diffractometer ±2 scans Absorption correction: by integration (Coppens et al., 1965) T min = 0.476, T max = 0.636 2633 measured re¯ections 2147 independent re¯ections 2055 re¯ections with I > 2'(I) R int = 0.036 max = 75 h = À11 3 5 k = À20 3 40 l = À4 3 8 3 standard re¯ections every 150 re¯ections intensity decay: none Re®nement Re®nement on F 2 R(F ) = 0.040 wR(F 2 ) = 0.108 S = 1.08 2147 re¯ections 203 parameters H atoms treated by a mixture of independent and constrained re®nement w = 1/[' 2 (F o 2 ) + (0.0524P) 2 + 0.8338P] where P = (F o 2 + 2F c 2 )/3 (Á/') max = 0.001 Á& max = 0.43 e A Ê À3 Á& min = À0.41 e A Ê À3 Extinction correction: SHELXL97 (Sheldrick, 1997) Extinction coef®cient: 0.0101 (6) Absolute structure: Flack (1983) , 163 Friedel pairs Flack parameter = 0.03 (3) X-ray intensities were measured for Àh+k+l ( < 75 ), +h+kÀl ( < 30 ) and +hÀkÀl ( < 30 ). There were 163 Friedel pairs, which were not averaged. The completeness of symmetry unique re¯ections ( < 75 ) was 93.3%, which was due to the blind region of the lowtemperature apparatus. The hydroxyl H atom was located from a difference synthesis. Their positional parameters were re®ned with restraint of OÐH = 0.98 A Ê (s.u. 0.01 A Ê ) with U iso (H) = 1.2U eq (parent atom). The other H-atom positional parameters were calculated geometrically and ®xed with U iso (H) = 1.2U eq (parent atom). The absolute structure was determined based on a Flack parameter value of 0.03 (3).
Data collection: MSC/AFC Diffractometer Control Software 
Special details
Refinement. Refinement was based on F 2 against all reflections. The weighted R-factor (wR) and goodness of fit (S) were based on F 2 , and conventional R-factor (R) was calculated on F, with F set to zero for negative F 2 . The threshold expression of I > 2σ(I) was used only for calculating R-factor(gt).
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.8731 (1) 0.04241 (2) (4) 
